Low foliar nitrogen and elevated defensive metabolites in the invasive weed Calluna vulgaris (heather) impair biocontrol agent performance.


Supplemental Information Doc. 2

Annotated compound confirmations.
All annotation confirmation data composes of screen images from 1: ThermoFisher ― Excalibur “Freestyle”. In the top chromatogram is retention time (rt.). The spectrum beneath provides the m/z value and below that the chemical formula and mass error (Delta [ppm]). 2: The bottom field shows the mass spectral graphic in the online “MassBank” mass spectral library from which parent and fragment ion m/z abundance values have been derived and the chemical structure is also displayed. Compounds are ordered by ascending m/z value. 

72.0809 / 14.75    Pyrrolidine 


















99.0805 / 7.41      trans-2-Hexenal 















116.0706 / 14.72     L-Valine 
















130.0859 / 13.7   2-Pyrrolidineacetic acid   















147.0443 / 8.46    trans-Cinnamic acid 
















149.0594 / 9.5     3,4-Dihydrocoumarin 
















153.0185 / 2.92    2,5-dihydroxybenzoic acid 















153.1271 / 9.99    Camphor 
















168.0656 / 15.09   Pyridoxine 















176.0703 / 7.09    1-Methoxy-3-formylindole 

















179.0697 / 13.61     4-Methoxycinnamic acid 














183.0292 / 8.91    3,4-Dihydroxymandelic acid
















193.0492/7.49  Scopoletin
















197.0802 / 13.63    2,4,5-Trimethoxybenzaldehyde 
















209.0295 / 16.96     Galactaric acid 














220.1172 / 13.7     Pantothenic acid 

















223.0961 / 6.00    Diethylphthalic acid














233.1531 / 10.14   Costunolide 















267.0639 / 4.17     Formononetin 

















271.0592 / 10.66     Apigenin














285.0615 / 2.77    Dihydrobenzoic acid pentose 

















301.0353 / 9.87    Quercetin 














 303.0509 / 7.00    Dihydroquercetin 
















307.0807 / 6.30      (+)-Gallocatechin 
















  328.1383 / 9.5     N-Fructosyl phenylalanine 















329.0666 / 9.59     Tricin 
















343.1223 / 15.81     a,a-Trehalose 
















359.1481 / 10.34     3,4,2',4',6'-Pentamethoxychalcone 















431.0978 / 2.51    Apigenin 7-O-glucoside 
















433.1121 / 9.90     Kaempferol-3-0-Rhamnoside 















451.0862 / 8.49      Myricetin-3-Xyloside 














 

505.0989 / 10.01     Quercetin 3-(6-O-acetyl-beta-glucoside) 















581.1849 / 9.11    Naringin 















593.1303 / 6.84   Kaempferol-3-Glucoside-2''-p-coumaroyl 
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'ACCESSION: MSBNK-RIKEN-PR040049

RECORD_TITLE: Quercetin; LC-ESI-QTOF; MS2; CE:Ramp 5-60 eV; [M-H]-
DATE: 2016.01.19 (Created 2007.12.14, modified 2011.05.06)
'AUTHORS: Matsuda F, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CH$NAME: 3,34'5,7-pentahydroxyflavone

CH$NAME: Quercetin

CH$NAME: Quer

CH$NAME: 2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxy-chromen-4-one
CH$COMPOUND_CLASS: Natural Product

CH$FORMULA: C15H1007

CHS$EXACT_MASS: 302.04265

CHS$SMILES: Oc(c3)c(0)cc(c3)C(01)=C(O)C(=0)c(c(0)2)c(cc(0)c2) L

CHAIUPAC: InChl=1S/C15H1007/c16-7-4-10(1912-11(5-7)22-15(14(2 1113(12)2016-1-2-8(17)9(18)3-6/h1-5 16-19 21
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'ACCESSION: MSBNK-Washington_State_Univ-BML01273

RECORD_TITLE: Dihydroquercetin; LC-ESI-QTOF; MS2; CE 10 ev; [M-H]-

DATE: 2016.01.19 (Created 2012.10.26)

AUTHORS: Cuthbertson DJ, Johnson SR, Lange BM, Institute of Biological Chemistry, Washington State University
LICENSE: CC BY-SA

'COMMENT: relative retention time with respect to 9-anthracene Carboxylic Acid is 0.594

CH$NAME: Dihydroquercetin

CH$NAME: 2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxychroman-4-one
CH$COMPOUND_CLASS: N/A

CH$FORMULA: Cy5H;,0;

CHS$EXACT_MASS: 304.058303

CHSSMILES: C1=CC(=C(C=C1C2C(C(=0)C3=C(C=C(C=C302)0)0)0)0)0
CHSIUPAC: InChi=1S/C15H1207/c16-7-4-10(19)12-11(5-7)22-15(14(21) 13(12)20)6-1-2-8(17)9(18)3-6/h1-5,14-19,21H
CHSLINK: CAS 480-18-2

CHSLINK: CHEMSPIDER 458

CHSLINK: PUBCHEM CID:471

CHSLINK: INCHIKEY CXQWRCVTCMQVQX-UHFEFAOYSA-N

ACSINSTRUMENT: Agilent 1200 RRLC; Agilent 6520 QTOF
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'ACCESSION: MSBNK-Washington_State_Univ-BML01273

RECORD_TITLE: Dihydroquercetin; LC-ESI-QTOF; MS2; CE 10 ev; [M-H]-

DATE: 2016.01.19 (Created 2012.10.26)

AUTHORS: Cuthbertson DJ, Johnson SR, Lange BM, Institute of Biological Chemistry, Washington State University
LICENSE: CC BY-SA

'COMMENT: relative retention time with respect to 9-anthracene Carboxylic Acid is 0.594

CH$NAME: Dihydroquercetin

CH$NAME: 2-(3,4-dihydroxyphenyl)-3,5,7-trihydroxychroman-4-one
CH$COMPOUND_CLASS: N/A

CH$FORMULA: Cy5H;,0;

CHS$EXACT_MASS: 304.058303

CHSSMILES: C1=CC(=C(C=C1C2C(C(=0)C3=C(C=C(C=C302)0)0)0)0)0
CHSIUPAC: InChi=1S/C15H1207/c16-7-4-10(19)12-11(5-7)22-15(14(21) 13(12)20)6-1-2-8(17)9(18)3-6/h1-5,14-19,21H
CHSLINK: CAS 480-18-2

CHSLINK: CHEMSPIDER 458

CHSLINK: PUBCHEM CID:471

CHSLINK: INCHIKEY CXQWRCVTCMQVQX-UHFEFAOYSA-N

ACSINSTRUMENT: Agilent 1200 RRLC; Agilent 6520 QTOF
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'ACCESSION: MSBNK-RIKEN-PR310826

RECORD_TITLE: N-Fructosyl phenylalanine; LC-ESI-QTOF; MS2

DATE: 2019.03.28

'AUTHORS: Tetsuya Mori, Center for Sustainable Resource Science, RIKEN

LICENSE: CC BY-NC-SA

PUBLICATION: Tsugawa H., Nakabayashi R., Mori T., Yamada Y., Takahashi M., Rai A., Sugiyama R., Yamamoto H., Nakaya T., Yamazaki M., Kooke R., Bac-Molenaar JA.,
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'ACCESSION: MSBNK-Washington_State_Univ-BML01767

RECORD_TITLE: 3,4,2',4',6'-Pentamethoxychalcone; LC-ESI-QTOF; MS2; CE 20 ev; [M+H]+

DATE: 2016.01.19 (Created 2012.10.26)

AUTHORS: Cuthbertson DJ, Johnson SR, Lange BM, Institute of Biological Chemistry, Washington State University
LICENSE: CC BY-SA

'COMMENT: relative retention time with respect to 9-anthracene Carboxylic Acid is 1.168

CH$NAME: 3,4,2'4'6'-Pentamethoxychalcone
CH$COMPOUND_CLASS: N/A

CH$FORMULA: Cz0H2,05

CHS$EXACT_MASS: 358.141638

CHS$SMILES: COC1=C(C=C(C=C1)/C=C/C(=0)C2=C(C=C(C=C20C)OC)OC)OC

CHSIUPAC: InChi=1S/C20H2206/c1-22-14-11-18(25-4)20(19(12-14)26-5)15(21)8-6-13-7-9-16(23-2) 17(10-13)24-3/h6-12H,1-5H3/b8-6+
CHSLINK: CAS 76650-20-9

CHSLINK: CHEMSPIDER 4508985

CHSLINK: PUBCHEM CID:5352007

CHSLINK: INCHIKEY TVKGYMYAQVADOP-SOFGYWHQSA-N

ACSINSTRUMENT: Agilent 1200 RRLC; Agilent 6520 QTOF
ACSINSTRUMENT_TYPE: LC-ESI-QTOF
ACSMASS_SPECTROMETRY: MS_TYPE MS2
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'ACCESSION: MSBNK-Washington_State_Univ-BML01767

RECORD_TITLE: 3,4,2',4',6'-Pentamethoxychalcone; LC-ESI-QTOF; MS2; CE 20 ev; [M+H]+

DATE: 2016.01.19 (Created 2012.10.26)

AUTHORS: Cuthbertson DJ, Johnson SR, Lange BM, Institute of Biological Chemistry, Washington State University
LICENSE: CC BY-SA

'COMMENT: relative retention time with respect to 9-anthracene Carboxylic Acid is 1.168

CH$NAME: 3,4,2'4'6'-Pentamethoxychalcone
CH$COMPOUND_CLASS: N/A

CH$FORMULA: Cz0H2,05

CHS$EXACT_MASS: 358.141638

CHS$SMILES: COC1=C(C=C(C=C1)/C=C/C(=0)C2=C(C=C(C=C20C)OC)OC)OC

CHSIUPAC: InChi=1S/C20H2206/c1-22-14-11-18(25-4)20(19(12-14)26-5)15(21)8-6-13-7-9-16(23-2) 17(10-13)24-3/h6-12H,1-5H3/b8-6+
CHSLINK: CAS 76650-20-9

CHSLINK: CHEMSPIDER 4508985

CHSLINK: PUBCHEM CID:5352007

CHSLINK: INCHIKEY TVKGYMYAQVADOP-SOFGYWHQSA-N

ACSINSTRUMENT: Agilent 1200 RRLC; Agilent 6520 QTOF
ACSINSTRUMENT_TYPE: LC-ESI-QTOF
ACSMASS_SPECTROMETRY: MS_TYPE MS2
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ACCESSION: MSBNK-Fiocruz-FIO00764
RECORD_TITLE: Afzelin; LC-ESI-QTOF; MS2; [M-H]-; CE: 20eV/

DATE: 2016.01.19 (Created 2014.10.14)

AAUTHORS: Markus Kohlhoff, Natural Product Chemistry Lab (CPqRR/FIOCRUZ, Brazil)
LICENSE: CC BY-NC

COPYRIGHT: (c) Research Center Rene Rachou (FIOCRUZ, Brazil)

COMMENT: [Raw Data] CBA27_Afzelin_neg_20eV_1-1 01_1584.txt

CHSNAME: Afzelin
CH$COMPOUND_CLASS: Natural Product; Flavonoids

CH$FORMULA: C33H30010

CHS$EXACT_MASS: 432.10565

CHSSMILES: Oc(c4)ccc(c4)C(01)=C(OC(03)C(0)C(O)C(0)C(C)3)C(=O)c(c(0) 2)c(cc(0)c2) 1

CHSIUPAC: InChi=1S/C21H20010/c1-8-15(25)17(27) 18(28)21(29-8)31-20-16(26) 14-12(24)6-11(23)7- 13(14)30-19(20)9-2-4-10(22)5-3-9/h2-8,15,17-18,21-25,27-
28H.1H3/8-.15-.17+.18+.21-/m0/s1





image5.tmp
~ | MassBank | Database | Quick S- X Qb trans-2-Hexenal Mass Spectrr X A Human Metabolome Database: X | + — [} X

C 2%  massbank.eu/MassBank/RecordDisplay?id=MSBNK-RIKEN-PR100058&dsn=RIKEN Q T O O Q
2 Apps B | [0 PaulsStuff [ MasseyStuff [ Claires Stuff
Mass Spectrum Chemical Structure -
1000+
5 600.0 O
3
S 400.0
3
< 200.0
0.0004 ?
80.00 85.00 90.00 95.00 100.0
m/z

metabolomics-usi visualisation

ACCESSION: MSBNK-RIKEN-PR100058
RECORD_TITLE: trans-2-Hexenal; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M+H]+

DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AAUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: trans-2-Hexenal

CH$NAME: trans-2-Hexen-1-al

CH$NAME: trans-2-Propylacrolein

CH$NAME: trans-2-Hexenyl aldehyde

CH$COMPOUND_CLASS: Fatty acyls

CH$FORMULA: CgH100

CHS$EXACT_MASS: 98.07316

CHSSMILES: CCCC=CC=0

CHSIUPAC: InChi=1S/C6H100/c1-2-3-4-5-6-7/h4-6H,2-3H2, 1H3/b5-4+
CHSLINK: CAS 6728-26-3

CHSLINK: CHEMSPIDER 4444608

CHSLINK: KAPPAVIEW KPC01025

CHSLINK: KEGG C08497

CHSLINK: KNAPSACK C00000351

CHSLINK: LIPIDBANK DLD0002

CHSLINK: LIPIDMAPS LMFA06000002

CHSLINK: PUBCHEM CID:5281168 .
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ACCESSION: MSBNK-Fiocruz-FIO00764
RECORD_TITLE: Afzelin; LC-ESI-QTOF; MS2; [M-H]-; CE: 20eV/

DATE: 2016.01.19 (Created 2014.10.14)

AAUTHORS: Markus Kohlhoff, Natural Product Chemistry Lab (CPqRR/FIOCRUZ, Brazil)
LICENSE: CC BY-NC

COPYRIGHT: (c) Research Center Rene Rachou (FIOCRUZ, Brazil)

COMMENT: [Raw Data] CBA27_Afzelin_neg_20eV_1-1 01_1584.txt

CHSNAME: Afzelin
CH$COMPOUND_CLASS: Natural Product; Flavonoids

CH$FORMULA: C33H30010

CHS$EXACT_MASS: 432.10565

CHSSMILES: Oc(c4)ccc(c4)C(01)=C(OC(03)C(0)C(O)C(0)C(C)3)C(=O)c(c(0) 2)c(cc(0)c2) 1

CHSIUPAC: InChi=1S/C21H20010/c1-8-15(25)17(27) 18(28)21(29-8)31-20-16(26) 14-12(24)6-11(23)7- 13(14)30-19(20)9-2-4-10(22)5-3-9/h2-8,15,17-18,21-25,27-
28H.1H3/8-.15-.17+.18+.21-/m0/s1
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ACCESSION: MSBNK-RIKEN-PR101007
RECORD_TITLE: Kaempferol-3-O-alpha-L-rhamnoside; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M+H]+
DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

COMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: Kaempferol-3-O-alpha-L-thamnoside

CH$NAME: Kaempferol-3-Rhamnoside

CH$NAME: Kaem-3-Rha

CHSNAME: Afzelin

CH$COMPOUND_CLASS: Flavonoid

CH$FORMULA: C21H20010

CHS$EXACT_MASS: 432.10565

CHS$SMILES: Oc(c4)ccc(c4)C(01)=C(OC(03)C(0)C(O)C(0)C(C)3)C(=O)c(c(0) 2)c(cc(0)c2) L

CHSIUPAC: InChi=1S/C21H20010/c1-8-15(25)17(27) 18(28)21(29-8)31-20-16(26) 14-12(24)6-11(23)7- 13(14)30-19(20)9-2-4-10(22)5-3-9/h2-8,15,17-18,21-25,27-
28H,1H3/8-,15-,17+,18+,21-/m0/s1

CHSLINK: CAS 482-39-3

CHSLINK: CHEMSPIDER 4475671

CHSLINK: KNAPSACK C00005140

CHSLINK: PUBCHEM CID:5316673 .
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ACCESSION: MSBNK-RIKEN-PR101007
RECORD_TITLE: Kaempferol-3-O-alpha-L-rhamnoside; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M+H]+
DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

COMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: Kaempferol-3-O-alpha-L-thamnoside

CH$NAME: Kaempferol-3-Rhamnoside

CH$NAME: Kaem-3-Rha

CHSNAME: Afzelin

CH$COMPOUND_CLASS: Flavonoid

CH$FORMULA: C21H20010

CHS$EXACT_MASS: 432.10565

CHS$SMILES: Oc(c4)ccc(c4)C(01)=C(OC(03)C(0)C(O)C(0)C(C)3)C(=O)c(c(0) 2)c(cc(0)c2) L

CHSIUPAC: InChi=1S/C21H20010/c1-8-15(25)17(27) 18(28)21(29-8)31-20-16(26) 14-12(24)6-11(23)7- 13(14)30-19(20)9-2-4-10(22)5-3-9/h2-8,15,17-18,21-25,27-
28H,1H3/8-,15-,17+,18+,21-/m0/s1

CHSLINK: CAS 482-39-3

CHSLINK: CHEMSPIDER 4475671

CHSLINK: KNAPSACK C00005140

CHSLINK: PUBCHEM CID:5316673 .
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ACCESSION: MSBNK-RIKEN-PR101028
RECORD_TITLE: Myricetin-3-Xyloside; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M+H]+

DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: Myricetin-3-Xyloside

CH$NAME: Myrc-3-Xyl

CH$COMPOUND_CLASS: Flavonoid

CH$FORMULA: C3oH15017

CHS$EXACT_MASS: 450.07983

CHS$SMILES: OC(C4)C(0)C(0)C(04)0C(C(=0)2)=C(Oc(c3)c(c(0)cc(0)3)2)c(c)cc(O)c(0)c(0)1
CHSIUPAC: InChi=1S/C20H18012/c21-7-3-8(22)13-12(4-7)31-18(6-1-9(23) 14(26) 10(24)2-6) 19(16(13)28)32-20-17(29) 15(27) 11(25)5-30-20/h1-4,11,15,17,20-
27,29H,5H2/t11-15+,17-20+/m1/s1

CHSLINK: CAS 102849-44-5

CHSLINK: KNAPSACK C00005727

CHSLINK: INCHIKEY SBEOEJNITMVWLK-CFSKSFDZSA-N

'ACSINSTRUMENT: UPLC Q-Tof Premier, Waters
A AT 1 AFA T T |~ el ATAL
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ACCESSION: MSBNK-RIKEN-PR101028
RECORD_TITLE: Myricetin-3-Xyloside; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M+H]+

DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: Myricetin-3-Xyloside

CH$NAME: Myrc-3-Xyl

CH$COMPOUND_CLASS: Flavonoid

CH$FORMULA: C3oH15017

CHS$EXACT_MASS: 450.07983

CHS$SMILES: OC(C4)C(0)C(0)C(04)0C(C(=0)2)=C(Oc(c3)c(c(0)cc(0)3)2)c(c)cc(O)c(0)c(0)1
CHSIUPAC: InChi=1S/C20H18012/c21-7-3-8(22)13-12(4-7)31-18(6-1-9(23) 14(26) 10(24)2-6) 19(16(13)28)32-20-17(29) 15(27) 11(25)5-30-20/h1-4,11,15,17,20-
27,29H,5H2/t11-15+,17-20+/m1/s1

CHSLINK: CAS 102849-44-5

CHSLINK: KNAPSACK C00005727

CHSLINK: INCHIKEY SBEOEJNITMVWLK-CFSKSFDZSA-N

'ACSINSTRUMENT: UPLC Q-Tof Premier, Waters
A AT 1 AFA T T |~ el ATAL
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ACCESSION: MSBNK-RIKEN-PR100678
RECORD_TITLE: Quercetin 3-(6-O-acetyl-beta-glucoside); LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M-H]-
DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AAUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

COMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: Quercetin-3-O-glucose-6"-acetate

CH$NAME: Quer-3-Glc-6pp-acetate

CH$NAME: quercetin-3-0-beta-D-glucopyranosyl-6"-acetate

CH$NAME: quercetin 3-(6"-acetylglucoside)

CH$NAME: Quercetin 3-(6-O-acetyl-beta-glucoside)

CH$COMPOUND_CLASS: Flavonoid

CH$FORMULA: Cz3H2;013

CHS$EXACT_MASS: 506.10604

CHS$SMILES: CC(=0)0CC(01)C(O)C(O)C(0)CLOC(C(=0)3)=C(Oc(cd)c(c(O)cc(0)4)3)c(c2)ec(0)c(0)c2
CHSIUPAC: InChi=15/C23H22013/c1-8(24)33-7-15-17(29) 19(31)20(32)23(35- 15)36-22-18(30) 16-13(28)5-10(25)6- 14(16)34-21(22)9-2-3-11(26) 12(27)4-
9/h2-6,15,17,19-20,23,25-29,31-32H,7H2, 1H3/t15-,17-19+,20-23+/m1/s1

CHSLINK: CAS 54542-51-7

CHSLINK: KNAPSACK C00005955

CHSLINK: INCHIKEY IGLUNMMNDNWZOA-LNNZMUSMSA-N
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ACCESSION: MSBNK-RIKEN-PR100678
RECORD_TITLE: Quercetin 3-(6-O-acetyl-beta-glucoside); LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M-H]-
DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AAUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

COMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: Quercetin-3-O-glucose-6"-acetate

CH$NAME: Quer-3-Glc-6pp-acetate

CH$NAME: quercetin-3-0-beta-D-glucopyranosyl-6"-acetate

CH$NAME: quercetin 3-(6"-acetylglucoside)

CH$NAME: Quercetin 3-(6-O-acetyl-beta-glucoside)

CH$COMPOUND_CLASS: Flavonoid

CH$FORMULA: Cz3H2;013

CHS$EXACT_MASS: 506.10604

CHS$SMILES: CC(=0)0CC(01)C(O)C(O)C(0)CLOC(C(=0)3)=C(Oc(cd)c(c(O)cc(0)4)3)c(c2)ec(0)c(0)c2
CHSIUPAC: InChi=15/C23H22013/c1-8(24)33-7-15-17(29) 19(31)20(32)23(35- 15)36-22-18(30) 16-13(28)5-10(25)6- 14(16)34-21(22)9-2-3-11(26) 12(27)4-
9/h2-6,15,17,19-20,23,25-29,31-32H,7H2, 1H3/t15-,17-19+,20-23+/m1/s1

CHSLINK: CAS 54542-51-7

CHSLINK: KNAPSACK C00005955

CHSLINK: INCHIKEY IGLUNMMNDNWZOA-LNNZMUSMSA-N
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'COMMENT: Annotation level-3

CH$NAME: Dihydrobenzoic acid pentose
CH$COMPOUND_CLASS: Phenolic glycosides
CH$FORMULA: C12H1405
CHS$EXACT_MASS: 286.236
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